All calculations were carried out using SHELX program suite [S1-S3] and OLEX2 program [S4]. In the case of I, we decided to treat the water molecule coordinated to Na as an oxonium cation H3O + , similar to the case reported earlier [S5].
Oxidation of Methylcyclohexane with H2O2 Catalyzed by Compound II
. Isomeric products formed in the methylcyclohexane oxidation. 
Kinetic Analysis of Cyclohexane Oxidation
It is reasonable to assume that the starting complex II is modified in an acidified TFA solution to produce particles with less iron atoms, including species containing only one iron. Taking this into account, we can accept the simplest assumption: the dimeric iron complexes generated in the system from monomers take part in the catalytic decomposition of hydrogen peroxide. In this case, the formation of catalytically active di-iron complexes can be presented by two equations (L are ligands):
and the equation of material balance is
Here, [II] 7, 143.3, 134.7, 131.6, 128.8, 128.7, 127.6, 127.1, 126.4, 49.3, 21.8 . 136.5, 136.3, 129.8, 129.0, 128.8, 128.7, 128.5, 127.8, 127.2, 126.8, 51.7, 47 .0.
N-Benzoylpiperidine 3f S8
1 H NMR (400 MHz, CDCl3) δ7.37 (s, 8H), 3.70 (s, 3H), 3.33 (s, 3H), 1.66 (s, 6H), 1.51 (s, 3H). 13 C NMR (101 MHz, CDCl3) δ170. 4, 136.6, 129.5, 128.5, 126.9, 48.8, 43.2, 26.6, 25.7, 24.7 . 169.6, 135.5, 129.9, 128.7, 128.6, 128.4, 127.2, 126.6, 53.2, 52.4, 52.2, 49.1, 38.7, 34.4. 1412. 
N-Benzoylsarcosine
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